. MPWB1K/6-31+G(d,p) optimized geometries for chlorothiophenoxy radicals and thiophenoxy radical. Distances are in angstroms. Gray sphere, C; White sphere, H; Yellow sphere, S; Green sphere, Cl. (For interpretation of the references to colour in this figure legend, the reader is referred to the web version of this article.).
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(A) (B) (C) (D) Figure S3 . Electron density from total SCF density of (A) 2-CTP; (B) 2-CP; (C) 3-CTP and (D) 3-CP at MPWB1K/6-311+G(3df,2p) level (positive region in blue; negative region in red). This is mapped on the surface of molecular electron density at 0.003 e a.u. −3 . Table S3 . CVT/SCT rate constants (in cm 3 ·molecule −1 ·s −1 ) for the thiophenoxyl-hydrogen abstraction from chlorothiophenols and thiophenol by OH over the temperature range of 600-1200 K. 
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